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#==============================================================================
data_global
#==============================================================================
# 1. SUBMISSION DETAILS
_publ_contact_author           # Name and address of author for correspondence
;       Michael W. Day
        Beckman Institute
        California Institute of Technology
        Pasadena, CA  91125
        USA
;
_publ_contact_author_phone        '(626) 395 2734'
_publ_contact_author_fax          '(626) 449 4159'
_publ_contact_author_email        mikeday@caltech.edu
_publ_requested_journal           ?
_publ_requested_coeditor_name     ?
_publ_contact_letter
; Please consider this CIF submission for deposition in the Cambridge
  Structural Database.
;
#==============================================================================
# 2. PROCESSING SUMMARY (IUCr Office Use Only)
_journal_date_recd_electronic     ?
_journal_date_to_coeditor         ?
_journal_date_from_coeditor       ?
_journal_date_accepted            ?
_journal_date_printers_first      ?
_journal_date_printers_final      ?
_journal_date_proofs_out          ?
_journal_date_proofs_in           ?
_journal_coeditor_name            ?
_journal_coeditor_code            ?
_journal_coeditor_notes
; ?
;
_journal_techeditor_code          ?
_journal_techeditor_notes
; ?
;
_journal_coden_ASTM               ?
_journal_name_full                ?
_journal_year                     ?
_journal_volume                   ?
_journal_issue                    ?
_journal_page_first               ?
_journal_page_last                ?
_journal_suppl_publ_number        ?
_journal_suppl_publ_pages         ?
#==============================================================================
# 3. TITLE AND AUTHOR LIST
_publ_section_title
;
;
# The loop structure below should contain the names and addresses of all
# authors, in the required order of publication. Repeat as necessary.
loop_
_publ_author_name
_publ_author_address
 'Day, Michael W.'                #<--'Last name, first name'
;    Beckman Institute
     California Institute of Technology
     Pasadena, CA  91125
     USA
;
  'Tani, Kousuke'
;    Division of Chemistry and Chemical Engineering
     California Institute of Technology
     Pasadena, CA  91125
     USA
;
  'Stoltz, Brian M.'
;    Division of Chemistry and Chemical Engineering
     California Institute of Technology
     Pasadena, CA  91125
     USA
;
#==============================================================================
# 4. TEXT
_publ_section_abstract
; 
;
_publ_section_comment
;
;
_publ_section_exptl_prep
;
;
_publ_section_exptl_refinement
;
;
_publ_section_references
;
;
_publ_section_figure_captions
;
;
_publ_section_acknowledgements
;
;
#==============================================================================
# If more than one structure is reported, sections 5-10 should be filled in
# per structure. For each data set, replace the '?' in the data_? line below
# by a unique identifier.
#==============================================================================
# 5. CHEMICAL DATA
data_kt02
_audit_creation_method            SHELXL-97
_chemical_name_systematic
;
 ?
;
_chemical_name_common             ?
_chemical_melting_point           ?
_chemical_formula_moiety
 'C7 H12 N O, B F4'
_chemical_formula_sum
 'C7 H12 B F4 N O'
_chemical_formula_weight          212.99
loop_
 _atom_type_symbol
 _atom_type_description
 _atom_type_scat_dispersion_real
 _atom_type_scat_dispersion_imag
 _atom_type_scat_source
 'C'  'C'   0.0033   0.0016
 'International Tables Vol C Tables 4.2.6.8 and 6.1.1.4'
 'H'  'H'   0.0000   0.0000
 'International Tables Vol C Tables 4.2.6.8 and 6.1.1.4'
 'B'  'B'   0.0013   0.0007
 'International Tables Vol C Tables 4.2.6.8 and 6.1.1.4'
 'N'  'N'   0.0061   0.0033
 'International Tables Vol C Tables 4.2.6.8 and 6.1.1.4'
 'O'  'O'   0.0106   0.0060
 'International Tables Vol C Tables 4.2.6.8 and 6.1.1.4'
 'F'  'F'   0.0171   0.0103
 'International Tables Vol C Tables 4.2.6.8 and 6.1.1.4'
_symmetry_cell_setting            Orthorhombic
_symmetry_space_group_name_H-M    Pca2(1)
loop_
 _symmetry_equiv_pos_as_xyz
 'x, y, z'
 '-x, -y, z+1/2'
 'x+1/2, -y, z'
 '-x+1/2, y, z+1/2'
_cell_length_a                    12.5134(6)
_cell_length_b                    7.8049(4)
_cell_length_c                    18.4921(9)
_cell_angle_alpha                 90.00
_cell_angle_beta                  90.00
_cell_angle_gamma                 90.00
_cell_volume                      1806.05(15)
_cell_formula_units_Z             8
_cell_measurement_temperature     100(2)
_cell_measurement_reflns_used     11113
_cell_measurement_theta_min       2.61
_cell_measurement_theta_max       33.10
_exptl_crystal_description        Block
_exptl_crystal_colour             Colorless
_exptl_crystal_size_max           0.30
_exptl_crystal_size_mid           0.26
_exptl_crystal_size_min           0.20
_exptl_crystal_density_meas       0
_exptl_crystal_density_diffrn     1.567
_exptl_crystal_density_method     'not measured'
_exptl_crystal_F_000              880
_exptl_absorpt_coefficient_mu     0.156
_exptl_absorpt_correction_type    none
_exptl_absorpt_correction_T_min   0.9546
_exptl_absorpt_correction_T_max   0.9694
_exptl_absorpt_process_details    ?
_exptl_special_details
;
 ?
;
_diffrn_ambient_temperature       100(2)
_diffrn_radiation_wavelength      0.71073
_diffrn_radiation_type            MoK\a
_diffrn_radiation_source          'fine-focus sealed tube'
_diffrn_radiation_monochromator   graphite
_diffrn_measurement_device_type   'Bruker SMART 1000'
_diffrn_measurement_method        '\w scans at 5 \f settings'
_diffrn_detector_area_resol_mean  ?
_diffrn_standards_number          ?
_diffrn_standards_interval_count  ?
_diffrn_standards_interval_time   ?
_diffrn_standards_decay_%         ?
_diffrn_reflns_number             28405
_diffrn_reflns_av_R_equivalents   0.0717
_diffrn_reflns_av_sigmaI/netI     0.0507
_diffrn_reflns_limit_h_min        -18
_diffrn_reflns_limit_h_max        18
_diffrn_reflns_limit_k_min        -10
_diffrn_reflns_limit_k_max        11
_diffrn_reflns_limit_l_min        -28
_diffrn_reflns_limit_l_max        28
_diffrn_reflns_theta_min          2.20
_diffrn_reflns_theta_max          33.53
_reflns_number_total              6413
_reflns_number_gt                 4707
_reflns_threshold_expression      >2sigma(I)
_computing_data_collection        'Bruker SMART v5.630'
_computing_cell_refinement        'Bruker SAINT v6.45A'
_computing_data_reduction         'Bruker SAINT v6.45A'
_computing_structure_solution     'Bruker XS v6.12'
_computing_structure_refinement   'Bruker XL v6.12'
_computing_molecular_graphics     'Bruker XP v5.1'
_computing_publication_material   'Bruker XCIF v6.12'
_refine_special_details
;
 Refinement of F^2^ against ALL reflections.  The weighted R-factor wR and
 goodness of fit S are based on F^2^, conventional R-factors R are based
 on F, with F set to zero for negative F^2^. The threshold expression of
 F^2^ > 2sigma(F^2^) is used only for calculating R-factors(gt) etc. and is
 not relevant to the choice of reflections for refinement.  R-factors based
 on F^2^ are statistically about twice as large as those based on F, and R-
 factors based on ALL data will be even larger.
;
_refine_ls_structure_factor_coef  Fsqd
_refine_ls_matrix_type            'Full matrix'
_refine_ls_weighting_scheme       Sigma
_refine_ls_weighting_details      'w=1/s^2^(Fo^2^)'
_atom_sites_solution_primary      'Direct methods'
_atom_sites_solution_secondary    'Difference Fourier map'
_atom_sites_solution_hydrogens    'Geometric positions'
_refine_ls_hydrogen_treatment     Riding
_chemical_absolute_configuration  ?
_refine_ls_extinction_method      none
_refine_ls_extinction_coef        ?
_refine_ls_abs_structure_details
 'Flack H D (1983), Acta Cryst. A39, 876-881'
_refine_ls_abs_structure_Flack    1.4(13)
_refine_ls_number_reflns          6413
_refine_ls_number_parameters      281
_refine_ls_number_restraints      7
_refine_ls_R_factor_all           0.1122
_refine_ls_R_factor_gt            0.0831
_refine_ls_wR_factor_ref          0.1667
_refine_ls_wR_factor_gt           0.1590
_refine_ls_goodness_of_fit_ref    3.203
_refine_ls_restrained_S_all       3.206
_refine_ls_shift/su_max           0.002
_refine_ls_shift/su_mean          0.000
loop_
 _atom_site_label
 _atom_site_type_symbol
 _atom_site_fract_x
 _atom_site_fract_y
 _atom_site_fract_z
 _atom_site_U_iso_or_equiv
 _atom_site_adp_type
 _atom_site_occupancy
 _atom_site_symmetry_multiplicity
 _atom_site_calc_flag
 _atom_site_refinement_flags
 _atom_site_disorder_assembly
 _atom_site_disorder_group
O1A O 0.43008(19) 0.0411(3) 0.19290(16) 0.0174(5) Uani 1 1 d . . .
N1A N 0.6163(3) 0.0120(3) 0.1883(2) 0.0174(8) Uani 1 1 d . . .
H1A H 0.6044 0.0106 0.1386 0.021 Uiso 1 1 calc R . .
C1A C 0.5100(3) 0.0311(4) 0.22776(18) 0.0086(6) Uani 1 1 d U . .
C2A C 0.5257(3) 0.0346(4) 0.3079(2) 0.0122(7) Uani 1 1 d . . .
H2A1 H 0.4860 -0.0610 0.3305 0.015 Uiso 1 1 calc R . .
H2A2 H 0.4981 0.1436 0.3279 0.015 Uiso 1 1 calc R . .
C3A C 0.6441(3) 0.0177(4) 0.3244(3) 0.0174(9) Uani 1 1 d . . .
H3A H 0.6559 0.0211 0.3779 0.021 Uiso 1 1 calc R . .
C4A C 0.6848(3) -0.1533(5) 0.2935(2) 0.0195(8) Uani 1 1 d . . .
H4A1 H 0.6465 -0.2499 0.3166 0.023 Uiso 1 1 calc R . .
H4A2 H 0.7621 -0.1660 0.3037 0.023 Uiso 1 1 calc R . .
C5A C 0.6656(3) -0.1563(4) 0.2113(2) 0.0186(8) Uani 1 1 d . . .
H5A1 H 0.7342 -0.1738 0.1857 0.022 Uiso 1 1 calc R . .
H5A2 H 0.6172 -0.2520 0.1987 0.022 Uiso 1 1 calc R . .
C6A C 0.6895(3) 0.1584(5) 0.2069(2) 0.0209(9) Uani 1 1 d . . .
H6A1 H 0.6571 0.2678 0.1909 0.025 Uiso 1 1 calc R . .
H6A2 H 0.7586 0.1442 0.1816 0.025 Uiso 1 1 calc R . .
C7A C 0.7075(3) 0.1626(5) 0.2877(2) 0.0201(8) Uani 1 1 d . . .
H7A1 H 0.6842 0.2746 0.3072 0.024 Uiso 1 1 calc R . .
H7A2 H 0.7846 0.1488 0.2981 0.024 Uiso 1 1 calc R . .
O1B O 0.1805(3) 0.4894(4) 0.0682(2) 0.0542(12) Uani 1 1 d . . .
N1B N 0.3636(3) 0.4873(3) 0.0717(2) 0.0188(8) Uani 1 1 d . . .
H1B H 0.3514 0.4818 0.1213 0.023 Uiso 1 1 calc R . .
C1B C 0.2590(4) 0.4902(5) 0.0340(3) 0.0376(12) Uani 1 1 d . . .
C2B C 0.2751(4) 0.5013(6) -0.0462(3) 0.0439(15) Uani 1 1 d . . .
H2B1 H 0.2406 0.6064 -0.0651 0.053 Uiso 1 1 calc R . .
H2B2 H 0.2417 0.4012 -0.0701 0.053 Uiso 1 1 calc R . .
C3B C 0.3962(4) 0.5053(4) -0.0630(3) 0.0228(10) Uani 1 1 d . . .
H3B H 0.4072 0.5129 -0.1164 0.027 Uiso 1 1 calc R . .
C4B C 0.4467(4) 0.3401(6) -0.0344(2) 0.0283(9) Uani 1 1 d . . .
H4B1 H 0.5239 0.3379 -0.0461 0.034 Uiso 1 1 calc R . .
H4B2 H 0.4124 0.2395 -0.0574 0.034 Uiso 1 1 calc R . .
C5B C 0.4307(3) 0.3329(5) 0.0496(2) 0.0259(9) Uani 1 1 d . . .
H5B1 H 0.3938 0.2255 0.0633 0.031 Uiso 1 1 calc R . .
H5B2 H 0.5008 0.3362 0.0743 0.031 Uiso 1 1 calc R . .
C6B C 0.4270(3) 0.6501(5) 0.0553(2) 0.0206(8) Uani 1 1 d . . .
H6B1 H 0.4964 0.6473 0.0810 0.025 Uiso 1 1 calc R . .
H6B2 H 0.3868 0.7519 0.0720 0.025 Uiso 1 1 calc R . .
C7B C 0.4457(4) 0.6611(5) -0.0265(2) 0.0271(9) Uani 1 1 d . . .
H7B1 H 0.4129 0.7671 -0.0458 0.033 Uiso 1 1 calc R . .
H7B2 H 0.5233 0.6649 -0.0367 0.033 Uiso 1 1 calc R . .
B1A B 0.9178(4) 0.4903(4) 0.2571(3) 0.0167(10) Uani 1 1 d . . .
F1A F 0.9462(2) 0.3292(3) 0.2643(2) 0.0593(9) Uani 1 1 d . . .
F2A F 0.8220(2) 0.5116(3) 0.22009(19) 0.0381(8) Uani 1 1 d . . .
F3A F 0.90687(18) 0.5789(4) 0.32309(15) 0.0398(7) Uani 1 1 d . . .
F4A F 0.99682(18) 0.5789(3) 0.21780(13) 0.0292(5) Uani 1 1 d . . .
B1B B 0.6695(5) 0.0021(5) 0.0034(4) 0.0242(12) Uani 1 1 d . . .
F1B F 0.5723(2) -0.0120(3) 0.04078(18) 0.0373(8) Uani 1 1 d . A .
F2B F 0.6510(4) 0.0762(8) -0.0633(3) 0.0362(16) Uani 0.472(7) 1 d P A 1
F3B F 0.7443(5) 0.0824(8) 0.0433(3) 0.050(2) Uani 0.472(7) 1 d P A 1
F4B F 0.7048(5) -0.1648(8) -0.0141(4) 0.056(2) Uani 0.472(7) 1 d P A 1
F2C F 0.6866(6) 0.1795(8) 0.0173(6) 0.126(4) Uani 0.528(7) 1 d P A 2
F3C F 0.7481(6) -0.0768(9) 0.0379(5) 0.094(3) Uani 0.528(7) 1 d P A 2
F4C F 0.6572(5) -0.0464(12) -0.0643(3) 0.072(3) Uani 0.528(7) 1 d P A 2
loop_
 _atom_site_aniso_label
 _atom_site_aniso_U_11
 _atom_site_aniso_U_22
 _atom_site_aniso_U_33
 _atom_site_aniso_U_23
 _atom_site_aniso_U_13
 _atom_site_aniso_U_12
O1A 0.0120(12) 0.0160(10) 0.0242(15) 0.0003(9) -0.0011(11) 0.0014(8)
N1A 0.0189(19) 0.0211(16) 0.0124(18) 0.0002(11) 0.0038(15) 0.0034(10)
C1A 0.0092(10) 0.0057(8) 0.0109(10) -0.0003(7) 0.0006(8) -0.0019(7)
C2A 0.0111(18) 0.0113(14) 0.0143(18) -0.0021(11) 0.0001(13) 0.0014(10)
C3A 0.018(2) 0.0165(17) 0.018(2) -0.0018(13) 0.0020(18) 0.0024(12)
C4A 0.0168(17) 0.0161(17) 0.0257(19) 0.0041(15) -0.0017(16) 0.0111(13)
C5A 0.0098(15) 0.0188(16) 0.027(2) -0.0056(14) 0.0082(14) 0.0001(13)
C6A 0.0059(14) 0.0225(18) 0.034(2) 0.0059(16) 0.0016(16) -0.0036(12)
C7A 0.0158(17) 0.0183(16) 0.026(2) -0.0017(15) -0.0015(16) -0.0066(14)
O1B 0.0210(18) 0.111(3) 0.0302(19) -0.0042(18) 0.0048(15) -0.0069(15)
N1B 0.0120(18) 0.0272(17) 0.017(2) 0.0006(12) 0.0029(15) -0.0003(10)
C1B 0.025(2) 0.056(3) 0.033(2) -0.0061(18) -0.0042(18) -0.0028(18)
C2B 0.032(3) 0.079(4) 0.021(2) 0.001(2) -0.0040(19) 0.0007(19)
C3B 0.020(2) 0.034(2) 0.015(2) 0.0061(13) 0.0029(19) 0.0022(13)
C4B 0.039(2) 0.034(2) 0.0122(17) -0.0014(16) 0.0007(17) -0.0022(17)
C5B 0.040(2) 0.0185(17) 0.0190(19) 0.0001(15) 0.0008(17) 0.0026(16)
C6B 0.026(2) 0.0186(17) 0.0170(18) -0.0035(13) 0.0047(15) -0.0023(14)
C7B 0.035(2) 0.0235(19) 0.023(2) 0.0010(16) 0.0063(18) 0.0048(16)
B1A 0.015(2) 0.0151(18) 0.020(3) 0.0019(13) 0.003(2) -0.0009(11)
F1A 0.0211(11) 0.0123(9) 0.145(3) 0.0173(15) 0.0230(15) 0.0066(9)
F2A 0.0244(15) 0.0695(19) 0.0206(16) -0.0032(11) -0.0032(14) 0.0096(10)
F3A 0.0273(13) 0.0703(19) 0.0219(12) -0.0152(14) -0.0005(11) -0.0005(13)
F4A 0.0209(10) 0.0368(12) 0.0298(11) 0.0068(11) 0.0126(10) -0.0109(10)
B1B 0.023(3) 0.027(2) 0.023(3) 0.0017(16) 0.000(2) -0.0015(14)
F1B 0.0294(16) 0.0592(18) 0.0232(17) -0.0060(10) 0.0000(14) -0.0075(10)
F2B 0.033(3) 0.055(4) 0.022(3) 0.007(3) 0.003(2) 0.004(3)
F3B 0.048(3) 0.049(4) 0.051(4) -0.010(3) -0.001(3) -0.016(3)
F4B 0.048(4) 0.040(3) 0.081(5) -0.018(3) 0.006(3) 0.009(3)
F2C 0.074(5) 0.023(3) 0.282(12) 0.014(5) -0.027(6) -0.009(3)
F3C 0.055(4) 0.069(5) 0.159(8) 0.011(5) -0.023(5) 0.027(4)
F4C 0.055(4) 0.140(8) 0.023(3) -0.014(4) 0.011(2) -0.027(5)
_geom_special_details
;
 All esds (except the esd in the dihedral angle between two l.s. planes)
 are estimated using the full covariance matrix.  The cell esds are taken
 into account individually in the estimation of esds in distances, angles
 and torsion angles; correlations between esds in cell parameters are only
 used when they are defined by crystal symmetry.  An approximate (isotropic)
 treatment of cell esds is used for estimating esds involving l.s. planes.
;
loop_
 _geom_bond_atom_site_label_1
 _geom_bond_atom_site_label_2
 _geom_bond_distance
 _geom_bond_site_symmetry_2
 _geom_bond_publ_flag
O1A C1A 1.192(4) . ?
N1A C6A 1.504(5) . ?
N1A C5A 1.512(5) . ?
N1A C1A 1.526(5) . ?
C1A C2A 1.495(5) . ?
C2A C3A 1.518(5) . ?
C3A C4A 1.539(5) . ?
C3A C7A 1.539(5) . ?
C4A C5A 1.540(6) . ?
C6A C7A 1.511(6) . ?
O1B C1B 1.168(6) . ?
N1B C1B 1.484(6) . ?
N1B C5B 1.524(5) . ?
N1B C6B 1.529(5) . ?
C1B C2B 1.499(7) . ?
C2B C3B 1.547(7) . ?
C3B C7B 1.523(6) . ?
C3B C4B 1.530(6) . ?
C4B C5B 1.567(6) . ?
C6B C7B 1.533(6) . ?
B1A F1A 1.314(4) . ?
B1A F2A 1.390(6) . ?
B1A F3A 1.410(6) . ?
B1A F4A 1.409(5) . ?
B1B F3C 1.325(9) . ?
B1B F4C 1.316(9) . ?
B1B F3B 1.346(8) . ?
B1B F2B 1.381(9) . ?
B1B F1B 1.404(7) . ?
B1B F4B 1.413(7) . ?
B1B F2C 1.424(8) . ?
loop_
 _geom_angle_atom_site_label_1
 _geom_angle_atom_site_label_2
 _geom_angle_atom_site_label_3
 _geom_angle
 _geom_angle_site_symmetry_1
 _geom_angle_site_symmetry_3
 _geom_angle_publ_flag
C6A N1A C5A 110.3(3) . . ?
C6A N1A C1A 110.3(3) . . ?
C5A N1A C1A 107.8(3) . . ?
O1A C1A C2A 130.2(3) . . ?
O1A C1A N1A 118.6(3) . . ?
C2A C1A N1A 111.2(3) . . ?
C1A C2A C3A 109.1(3) . . ?
C2A C3A C4A 108.9(3) . . ?
C2A C3A C7A 110.5(3) . . ?
C4A C3A C7A 107.6(4) . . ?
C3A C4A C5A 109.2(3) . . ?
N1A C5A C4A 109.2(3) . . ?
N1A C6A C7A 109.5(3) . . ?
C6A C7A C3A 110.1(3) . . ?
C1B N1B C5B 111.8(3) . . ?
C1B N1B C6B 110.6(3) . . ?
C5B N1B C6B 108.5(3) . . ?
O1B C1B N1B 119.1(4) . . ?
O1B C1B C2B 130.5(5) . . ?
N1B C1B C2B 110.3(4) . . ?
C1B C2B C3B 109.3(4) . . ?
C7B C3B C4B 110.6(4) . . ?
C7B C3B C2B 109.0(4) . . ?
C4B C3B C2B 108.6(4) . . ?
C3B C4B C5B 108.6(4) . . ?
N1B C5B C4B 108.0(3) . . ?
N1B C6B C7B 108.8(3) . . ?
C3B C7B C6B 109.3(4) . . ?
F1A B1A F2A 113.5(4) . . ?
F1A B1A F3A 114.1(5) . . ?
F2A B1A F3A 106.5(4) . . ?
F1A B1A F4A 109.4(4) . . ?
F2A B1A F4A 107.0(4) . . ?
F3A B1A F4A 105.9(3) . . ?
F3C B1B F4C 114.3(7) . . ?
F3B B1B F2B 114.3(5) . . ?
F3C B1B F1B 111.7(6) . . ?
F4C B1B F1B 110.1(5) . . ?
F3B B1B F1B 111.6(6) . . ?
F2B B1B F1B 109.1(5) . . ?
F3B B1B F4B 109.7(6) . . ?
F2B B1B F4B 103.6(6) . . ?
F1B B1B F4B 108.1(4) . . ?
F3C B1B F2C 104.6(6) . . ?
F4C B1B F2C 118.0(7) . . ?
F1B B1B F2C 96.7(5) . . ?
_diffrn_measured_fraction_theta_max    0.933
_diffrn_reflns_theta_full              33.53
_diffrn_measured_fraction_theta_full   0.933
_refine_diff_density_max    1.434
_refine_diff_density_min   -1.240
_refine_diff_density_rms    0.119
